Key indicators: single-crystal X-ray study; T = 293 K; mean (C-C) = 0.004 Å; Hatom completeness 95%; R factor = 0.064; wR factor = 0.170; data-to-parameter ratio = 15.3.
The formula of the title compound in the paper by Xu & Hu [Acta Cryst. (2008) , E64, o1432] is corrected.
In the paper by Xu & Hu [Acta Cryst. (2008) , E64, o1432], the chemical formula is corrected and the structure has been rerefined to include a missing H atom. The Crystal data, Data collection and Refinement sections are updated together with the hydrogen-bond data.
Experimental
Crystal data C 17 H 17 N 5 O M r = 307.36 Monoclinic, P2 1 =c a = 13.941 (6) Å b = 5.675 (2) Å c = 20.614 (8) Å = 102.055 (6) V = 1594.8 (11) Å 3 Z = 4 Mo K radiation = 0.08 mm À1 T = 293 (2) K 0.12 Â 0.10 Â 0.06 mm
Data collection
Bruker SMART APEX CCD areadetector diffractometer Absorption correction: multi-scan (SADABS; Sheldrick, 1996) T min = 0.990, T max = 0.995 7095 measured reflections 3280 independent reflections 1899 reflections with I > 2(I) R int = 0.087 Refinement R[F 2 > 2(F 2 )] = 0.064 wR(F 2 ) = 0.170 S = 0.91 3280 reflections 215 parameters 1 restraint H atoms treated by a mixture of independent and constrained refinement Á max = 0.54 e Å À3 Á min = À0.31 e Å À3 Table 1 Hydrogen-bond geometry (Å , ). Table 1 Hydrogen-bond geometry (Å , ).
Symmetry code: (i) x; Ày þ 3 2 ; z À 1 2 .
Data collection: SMART (Bruker, 2005) ; cell refinement: SAINT (Bruker, 2005) ; data reduction: SAINT; program(s) used to solve structure: SHELXS97 (Sheldrick, 2008) ; program(s) used to refine structure: SHELXL97 (Sheldrick, 2008) ; molecular graphics: SHELXTL (Sheldrick, 2008) ; software used to prepare material for publication: SHELXTL. 6-Methyl-N-(2-methylphenyl)-3-phenyl-1,6-dihydro-1,2,4,5-tetrazine-1-carboxamide F. Xu and W. Hu Comment 1,2,4,5-Tetrazine derivatives have high potential for biological activity, possessing a wide spectrum of antiviral and antitumor properties. They have been widely used in pesticides and herbicides (Sauer, 1996) . Dihydro-1,2,4,5-tetrazine has four isomers, namely 1,2-, 1,4-, 1,6-, and 3,6-dihydro-1,2,4,5-tetrazines. The 1,6-dihydro structures (Stam et al., 1982; Jennison et al., 1986) were found, by X-ray diffraction, to be homoaromatic. In continuation of our work on the structure-activity relationship of 1,6-dihydro-1,2,4,5-tetrazine derivatives (Hu et al., 2004 (Hu et al., , 2005 , we report the crystal structure of the title compound (I) (Fig. 1 ).
In the tetrazine ring, atoms N1, N2, N3 and N4 are coplanar, while atoms C1 and C2 deviate from the plane by 0.597 (3) and 0.225 (3)°, respectively. The N1/C1/N4 and N2/C3/N3 planes make dihedral angles of 42.3 (2)° and 19.7 (2)°, respectively, with the N1-N4 plane, i.e. the tetrazine ring adopts an unsymmetrical boat conformation. The C3-C8 benzene ring make dihedral angles of 13.2 (1)°, with the N1-N4 plane. N1 is almost sp 2 hybridized due to the angles around it add up to 359.6 (2)°. In keeping with similar situations in 3-phenyl-6-ethyl-1,6-dihydro-1,2,4,5-tetrazine (Stam et al., 1982) , 3-(p-chlorophenyl)-6-methyl-1,6-dihydro-1,2,4,5-tetrazine (Xu et al., 2006) and 1-acetyl-3,6-dimethyl-1,2,4,5-tetrazine (Jennison et al., 1986) , it can be considered that the molecule is homoaromatic.
The Fig. 2 shows that intramolecular C-H···O hydrogen bonds form a pseudo-five-membered ring. The crystal packing Experimental 6-methyl-3-phenyl-1,6-dihydro-1,2,4,5-tetrazine (3.0 mmol), chloroform (10 ml) and pyridine (0.25 ml, 3.1 mmol) were mixed. 1-isocyanato-2-methylbenzene (3.0 mmol) in chloroform (10 ml) was added dropwise with stirring at room temperature. After the starting 1,6-dihydro-1,2,4,5-tetrazine was completely consumed (the reaction courses was monitored by TLC, dichloromethane system), evaporation of the chloroform, crude N-(o-methylphenyl) 3-phenyl-6-methyl-1,6-dihydro-1,2,4,5-tetrazine-1-carboxamide was obtained and purified by preparative thin-layer chromatography over silica gel PF254
(2 mm) (dichloromethane:petroleum ether = 1:1). The solution of the compound in anhydrous ethanol was concentrated gradually at room temperature to afford single crystals, which was suitable for X-ray diffraction. m.p. 378-380 K. Spectro- The positions of H atoms bound to C17 and N5 were obtained from difference Fourier map and refined isotropically. Other H atoms were placed in calculated positions with C-H = 0.93 (aromatic) and 0.96 Å (methyl), and refined in riding model, with U iso (H) = 1.5U eq (C)for methyl and 1.2U eq for aromatic H atoms. Fig. 1 . The structure of (I), shown with 30% probability displacement ellipsoids. Refinement. Refinement of F 2 against ALL reflections. The weighted R-factor wR and goodness of fit S are based on F 2 , conventional R-factors R are based on F, with F set to zero for negative F 2 . The threshold expression of F 2 > 2sigma(F 2 ) is used only for calculating R-factors(gt) etc. and is not relevant to the choice of reflections for refinement. R-factors based on F 2 are statistically about twice as large as those based on F, and R-factors based on ALL data will be even larger.
Figures
Fractional atomic coordinates and isotropic or equivalent isotropic displacement parameters (Å 2 ) 
